Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.055; wR factor = 0.143; data-to-parameter ratio = 17.1.
Related literature
. For the structure of the pincer SCS ligand 1,3-bis[(naphthalen-2ylsufanyl)methyl]benzene, see: Padilla-Mata et al. (2012) . 
Experimental

Data collection
Bruker SMART APEX CCD diffractometer 10088 measured reflections 1743 independent reflections 1022 reflections with I > 2(I) R int = 0.084 Refinement R[F 2 > 2(F 2 )] = 0.055 wR(F 2 ) = 0.143 S = 0.93 1743 reflections 102 parameters H-atom parameters constrained Á max = 0.30 e Å À3 Á min = À0.15 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x; Ày þ 1; z À 1 2 .
Data collection: SMART (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) and ORTEP-3 for Windows (Farrugia, 2012) ; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009). EP-M and RR-M (postdoctoral agreements No. 290662 and 290586 UNAM) would like to thank CONACYT for scholarships. The financial support of this research by CONACYT (CB2010-154732) and DGAPA-UNAM (IN201711) is gratefully acknowledged. JMG-A would like to thank the Universidad Autó noma Metropolitana, Unidad Lerma, for financial support. DM-M acknowledges Dr Simó n Herná ndez-Ortega for technical assistance.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: HB7031).
Comment
The fine tuning of both steric and electronic properties of pincer ligands is one of the most important goals for both organic and inorganic chemists nowdays, being this possible by the systematic variations and change of both the donor atoms and their substituents in the side arms of this current widely used ligands. Through the years, pincer complexes have become an important tool for synthetic organic chemists, mostly due to their well know robustness, thermal stability and unusual reactivities (Morales-Morales et al., 2007; Morales-Morales, 2004; Serrano-Becerra et al., 2009) . Recently, non-phosphine-based ligands and their transition metal complexes have gained considerable attention as suitable and valuable alternatives in transition metal catalysed organic transformations. In this sense, SCS pincer complexes have shown to be efficient as potential catalysts in aldol reactions and Mizoroki-Heck and Suzuki-Miyaura couplings (Singleton, 2003) . Previously, we have reported the structure of the pincer SCS ligand 1,3-Bis[(naphthalen-2ylsufanyl)methyl]benzene (Padilla-Mata et al., 2012) . Thus, in this opportunity we report here the crystal structure of the potential pincer ligand [2,4,6-trimethyl-1,3-bis(tert-butylsulfanyl)methyl]benzene, the molecular structure is shown in Figure 1 .
In the asymmetric unit only half molecule of the title compound is found and a twofold axis is needed to complete the molecule. The (tert-butylsulfanyl)methyl moieties are up and down the plane of the phenyl ring with a torsion angle of 156.2 (2)° (C8-S1-C6-C2). The H atoms of the methyl group in the 2 position exhibit disorder in the crystal structure. The molecules in the crystal are linked by weak centrosymmetric intermolecular interactions C10-H10A···S1 with a distance of 3.11 Å, values that are only slightly higher to the sum of the van der Waals radii H-S (3.0 Å). These interactions generate a chain along the c axis direction.
Experimental
To a suspension of NaH (9 mg, 0.38 mmol) on freshly distilled THF (20 ml), 2-methyl-2-propanethiol (30 µL, 0.3 mmol) was slowly added. The resulting reaction mixture was allowed to proceed for 10 min. After this time, a solution of 2,4bis-bromomethyl-1,3,5-trimethylbenzene (100 mg, 0.3 mmol) in THF (10 ml) was slowly added and the resulting mixture allowed to proceed for further 5 h under stirring at room temperature. After this time the mixture was filtered under vacuum through a short plug of Celite&reg; and the resulting THF solution evaporated in a rotary evaporator to afford the product in a 97% yield. Yellow prisms were obtained by slow evaporation a CH 2 Cl 2 saturated solution of the title compound. twofold axis and their H-atoms were refined with half occupation.
Refinement
Computing details
Data collection: SMART (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT (Bruker, 2007) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) and ORTEP-3 for Windows (Farrugia, 2012) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009 ).
Figure 1
The molecular structure of the title compound with displacement ellipsoids shown at the 40% probability level. Representation of C-H···S interactions founded in the title compounds. The hydrogen atoms not involved in the hydrogen bonding interactions were omitted. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
1,3-Bis[(tert-butylsulfanyl)methyl]-2,4,6-trimethylbenzene
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1 0.27026 (6) 0.42315 (7) 0.11668 (9) 0.0588 (3) Geometric parameters (Å, º) S1-C6 1.816 (3) C7-H7A 0.9600 S1-C8 1.829 (3) C7-H7B 0.9600 C1-C2 1.404 (3) C7-H7C 0.9600 C1-C2 i 1.404 (3) C8-C9 1.522 (5) C1-C5 1.499 (6) C8-C10 1.518 (5) C2-C3 1.390 (4) C8-C11 1.530 (5) C2-C6 1.520 (4) C9-H9A 0.9600 C3-C4 1.383 (4) C9-H9B 0.9600 C3-C7 1.508 (4) C9-H9C 0.9600 C4-C3 i 1.383 (4) C10-H10A 0.9600 C4-H4 0.9300 C10-H10B 0.9600 C5-H5A 0.9600 C10-H10C 0.9600 C5-H5B 0.9600 C11-H11A 0.9600 C5-H5C 0.9600 C11-H11B 0.9600 C6-H6A 0.9700 C11-H11C 0.9600 C6-H6B 0.9700
